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Figure S1: Schematic presentation of the frontier molecular orbitals of the complex (1+)
	[image: ]
	[image: ]
	[image: ]
	[image: ]

	LUMO
	LUMO+1
	LUMO+2
	LUMO+3

	[image: ]
	[image: ]
	[image: ]
	[image: ]

	HOMO
	HOMO-1
	HOMO-2
	HOMO-3


Figure S2: Schematic presentation of the frontier molecular orbitals of the complex (2+)
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Figure S3: Schematic presentation of the frontier molecular orbitals of the complex (3+)
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[bookmark: _GoBack]Figure S4 (a, b): AIM representation showing the different bond critical points (BCPs) of Co2(()Benz)2(Benz)2(Pyr)4  calculated with DGrid / Basin program. The BCPs are presented with Chem craft 1.4 program and denoted as pink x-balls (The H-atoms are omitted for clarity). 
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Table S5: Topological parameters obtained from the atom in molecules (AIM) analysis of the most important contacts observed in the Co2(()Benz)2(Benz)2(Pyr)4  complex.
	BCPs
	Contact type
	Distances (Å)
	ρ(r)
	∇2ρ(r)
	|V(r)|/G(r)
	H(r)

	(a)

	BCP1*
	Coi -Oi(2)
	1.989
	0.0829 
	 0.4366 
	 1.1266
	-0.0158

	BCP1
	Co-O(2)
	1.989
	0.0829 
	 0.4366 
	 1.1266
	-0.0158

	BCP2*
	Coi-Oi(1)
	2.499
	0.0349 
	 0.1327 
	 1.0687
	-0.0024

	BCP2
	Co-O(1)
	2.499
	0.0349 
	 0.1327 
	 1.0687
	-0.0024

	BCP3*
	Coi-Ni(2)
	1.975
	0.0956 
	 0.4844 
	 1.1552
	-0.0222

	BCP3
	Co-N(2)
	1.975
	0.0956 
	 0.4844 
	 1.1552
	-0.0222

	BCP4*
	Coi -Ni(1)
	1.980
	0.0950 
	 0.4819 
	 1.1541
	-0.0219

	BCP4
	Co-N(1)
	1.980
	0.0950 
	 0.4819 
	 1.1541
	-0.0219

	BCP5*
	Coi -Oi(4)
	2.364
	0.0363 
	 0.1799 
	 1.0212
	-0.0010

	BCP5
	Co-O(4)
	2.364
	0.0363 
	 0.1799 
	 1.0212
	-0.0010

	BCP6*
	Coi -Oi(3)
	1.964
	0.0860 
	 0.5001 
	 1.1050
	-0.0147

	BCP6
	Co-O(3)
	1.964
	0.0860 
	 0.5001 
	 1.1050
	-0.0147

	(b)

	BCP13*
	Pyridine---Pyridine
	5.0535
	 0.0004
	  0.0011
	 0.4835
	 9.71e-005

	BCP13
	Pyridine---Pyridine
	5.0535
	 0.0004
	  0.0011
	 0.4835
	 9.71e-005

	BCP14
	Oi(4)---O(4)
	3.197
	 0.0069
	  0.0254
	0.7478 
	0.0013 

	BCP15*
	Ci(24)-Hi(24)---Oi(3)
	2.433
	 0.0134
	  0.0573
	0.8080 
	0.0023 

	BCP15
	C(24)-H(24)---O(3)
	2.433
	 0.0134
	  0.0573
	0.8080 
	0.0023 

	BCP16*
	C(10)-H(10)---Oi(2)
	2.558
	 0.0079
	  0.0310
	0.7186 
	0.0017 

	BCP16
	Ci(10)-Hi(10)---O(2)
	2.558
	 0.0079
	  0.0310
	0.7186 
	0.0017 

	BCP17*
	Ci(19)-Hi(19)---O(4)
	2.481
	 0.0093
	  0.0374
	0.7675 
	0.0018 

	BCP17
	C(15)-H(15)---Oi(4)
	2.481
	 0.0093
	  0.0374
	0.7675 
	0.0018 

	BCP18*
	Ci(20)-Hi(20)---O(4)
	2.595
	 0.0109
	  0.0438
	0.7805 
	0.0020 

	BCP18
	C(20)-H(20)---Oi(4)
	2.595
	 0.0109
	  0.0438
	0.7805 
	0.0020 

	BCP19*
	Ci(19)-Hi(19)---Oi(3)
	2.419
	 0.0130
	  0.0549
	0.8132 
	0.0022 

	BCP19
	C(19)-H(19)---O(3)
	2.419
	 0.0130
	  0.0549
	0.8132 
	0.0022 

	
	
	
	
	
	
	


Table S6: Fukui indices of the neutral Co2(()Benz)2(Benz)2(Pyr)4 complex in gas phase.
	Atom
	
	 
	 
	Atom
	
	
	

	Co
	0.084
	-0.010
	0.037
	C13
	0.012
	0.014
	0.013

	H3
	0.005
	0.008
	0.0065
	C14
	0.004
	0.013
	0.009

	H4
	0.01
	0.017
	0.0135
	C9
	-0.005
	0.014
	0.005

	H5
	0.011
	0.027
	0.019
	C8
	0.011
	0.005
	0.008

	H6
	0.008
	0.042
	0.025
	O4
	0.005
	0.008
	0.007

	H7
	0.000
	0.017
	0.0085
	O3
	0.013
	0.005
	0.009

	C3
	0.005
	0.010
	0.008
	H24
	0.005
	0.002
	0.0035

	C4
	0.012
	0.012
	0.012
	H23
	0.012
	0.006
	0.009

	C5
	0.016
	0.012
	0.014
	H22
	0.014
	0.005
	0.0095

	C6
	0.010
	0.013
	0.012
	H21
	0.01
	0.009
	0.0095

	C7
	0.002
	0.008
	0.005
	H20
	0.002
	0.003
	0.0025

	C2
	-0.004
	0.034
	0.015
	C24
	0.005
	0.001
	0.003

	C1
	0.012
	0.004
	0.008
	C23
	0.013
	0.003
	0.008

	O1
	0.032
	0.015
	0.024
	C22
	0.019
	0.003
	0.011

	O2
	0.017
	0.006
	0.012
	C21
	0.011
	0.002
	0.0065

	H10
	-0.001
	0.01
	0.0045
	C20
	0.003
	0.001
	0.002

	H11
	0.008
	0.047
	0.0275
	N2
	-0.002
	0.000
	-0.001

	H12
	0.012
	0.036
	0.024
	C15
	0.003
	0.001
	0.002

	H13
	0.01
	0.031
	0.0205
	C16
	0.011
	0.003
	0.007

	H14
	0.002
	0.013
	0.0075
	C17
	0.018
	0.004
	0.011

	C10
	0.001
	0.016
	0.009
	C18
	0.014
	0.003
	0.0085

	C11
	0.008
	0.016
	0.012
	C19
	0.005
	0.001
	0.003

	C12
	0.016
	0.011
	0.014
	N1
	-0.003
	0.000
	-0.0015

	
	
	
	
	
	
	
	


Table S7: Selected optimized parameters for the complex Co2(()Benz)2(Benz)2(Pyr)4 in gas phase. The values  [image: ] , total energy, major contribution, the oscillator strength (f) and the electronic transition character are reported
	[bookmark: _Hlk92886482]λcalc [nm]
	Energy (eV)
	Oscillator
Strength (f) (a.u.)
	Major contributions
	
	Character

	BLYP

	386
	3.301
	0.063
	H-4L+17
	(99.2%)
	Co(()Benz)
	(ML’CT)

	387
	3.201
	0.073
	H-4L+15
	(99.9%)
	Co(Benz)
	(ML’’CT)

	400
	3.108
	0.045
	H-3L+16
	(38.0%)
	Co(Benz)
	(ML’’CT)

	406
	3.040
	0.037
	H-19L
	(99.4%)
	(Benz) Co
	

	
	
	
	H-9L
	(38.0%)
	(Benz) Co
	

	428
	2.893
	0.112
	H-2L+18
	(94.5%)
	Co(()Benz)
	(ML’CT)

	431
	2.866
	0.139
	H-13L
	(36.5%)
	 (()Benz)Co
	(L’MCT)

	
	
	
	H-5L+13
	(35.3%)
	CoPyr
	(MLCT)

	
	
	
	H-4L+5
	(10.0%)
	CoCo
	(MC)

	438
	2.658
	0.159
	H-9L
	(41.1%)
	(Benz) Co
	

	
	
	
	H-6L+12
	(33.1%)
	CoPyr
	(MLCT)

	447
	2.799
	0.165
	H-6L+11
	(34.2%)
	Co(()Benz)
	(ML’CT)

	
	
	
	H-5L+8
	(26.5%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-4L+13
	(19.6%)
	Co(Benz)
	

	449
	2.743
	0.158
	H-5L+9
	(76.9%)
	Co(()Benz)
	(ML’CT)

	457
	2.608
	0.138
	H-4L+9
	(83.5%)
	Co(()Benz)
	(ML’CT)

	
	
	
	H-4L+8
	(6.4%)
	Co(Benz)
	(ML’’CT)

	460
	2.685
	0.165
	H-4L+12
	(95.5%)
	Co Pyr
	(MLCT)

	463
	2.670
	0.113
	HL+19
	(99.3%)
	CoPyr
	(MLCT)

	477
	2.573
	0.071
	H-4L+8
	(85.3%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-4L+9
	(7.9%)
	Co(()Benz)
	(ML’CT)

	484
	2.544
	0.072
	H-3L+11
	(93.9%)
	Co(()Benz)
	(ML’CT)

	490
	2.526
	0.079
	H-3L+10
	(40.7%)
	CoPyr
	(MLCT)

	
	
	
	H-5L+5
	(31.1%)
	CoCo
	(MC)

	
	
	
	H-6L+4
	(17.0%)
	CoCo
	(MC)

	505
	2.444
	0.158
	H-3L+7
	(99.0%)
	Co(Benz)
	(ML’’CT)

	519
	1.815
	0.259
	H-2L+5
	(34.0%)
	CoCo
	(MC)

	
	
	
	H-1L+4
	(21.5%)
	CoCo
	(MC)

	
	
	
	H-6L+4
	(11.4%)
	CoCo
	(MC)

	524
	2.374
	0.283
	H-5L+6
	(71.5%)
	CoPyr
	(MLCT)

	
	
	
	H-6L+6
	(17.4%)
	CoPyr
	(MLCT)

	525
	2.358
	0.271
	H-5L+5
	(35.1%)
	CoCo
	(MC)

	
	
	
	H-6L+4
	(33.7%)
	CoCo
	(MC)

	
	
	
	H-2L+5
	(8.2%)
	CoCo
	(MC)

	535
	2.314
	0.225
	H-2L+13
	(43.2%)
	CoPyr
	(MLCT)

	
	
	
	H-6L+2
	(37.4%)
	CoPyr
	(MLCT)

	
	
	
	H-5L+1
	(9.0%)
	CoPyr
	(MLCT)

	539
	2.222
	0.162
	H-4L+4
	(58.4%)
	CoCo
	(MC)

	
	
	
	H-6L+3
	(31.7%)
	CoPyr
	(MLCT)

	544
	2.277
	0.101
	H-2L+12
	(98.7%)
	CoPyr
	(MLCT)

	552
	2.176
	0.283
	H-7L
	(70.2%)
	(Benz)/(()Benz)Co
	(L’’MCT) / (L’MCT)

	
	
	
	H-1L+4
	(17.6%)
	Co Pyr
	(MLCT)

	
	
	
	H-2L+5
	(4.8%)
	CoCo
	(MC)

	
	
	
	H-1L+4
	(2.9%)
	CoCo
	(MC)

	
	
	
	H-5L+6
	(2.4%)
	Co Pyr 
	(MLCT)

	554
	2.235
	0.027
	HL+18
	(99.9%)
	Co(()Benz)
	(ML’CT)

	562
	2.200
	0.007
	H-2L+9
	(96.7%)
	Co(()Benz)
	(ML’CT)

	571
	2.165
	0.005
	H-2L+8
	(77.8%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-3L+4
	(14.8%)
	CoCo
	(MC)

	586
	2.079
	0.006
	H-3L+3
	(88.1%)
	CoPyr
	(MLCT)

	
	
	
	H-4L+6
	(9.9%)
	CoPyr
	(MLCT)

	605
	2.042
	0.008
	H-1L+7
	(99.4%)
	Co(Benz)
	(ML’’CT)

	620
	1.962
	0.005
	H-4L+1
	(80.1%)
	CoPyr
	(MLCT)

	
	
	
	H-5L+1
	(6.8%)
	CoPyr
	(MLCT)

	
	
	
	H-3L+2
	(6.4%)
	CoPyr
	(MLCT)

	658
	1.822
	0.004
	H-2L+6
	(80.2%)
	CoPyr
	(MLCT)

	
	
	
	H-1L+3
	(6.4%)
	CoPyr
	(MLCT)

	
	
	
	H-6L
	(5.6%)
	CoCo
	(MC)

	699
	1.723
	0.0004
	H-1L+5
	(53.4%)
	CoCo
	(MC)

	
	
	
	H-2L+4
	(44.7%)
	CoCo
	(MC)

	795
	1.554
	0.005
	H-2L+1
	(94.7%)
	CoPyr
	(MLCT)

	CAMY- B3LYP

	226
	7.455
	1.006
	H-3L+6
	(24.0%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-16 L+1
	(28.3%)
	(Benz) Pyr
	(L’LCT)

	
	
	
	H-15 L+2
	(24.0%)
	(Benz) Pyr
	(L’LCT)

	
	
	
	H L+40
	(25.8%)
	CoPyr
	(MLCT)

	
	
	
	H-17 L
	(80.9%)
	(Benz) Pyr
	(L’’LCT)

	235
	7.326
	0.558
	H-2 L+6
	(47.5%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-2 L+7
	(20.1%)
	Co (Benz)
	(ML’CT)

	
	
	
	H-1 L+12
	(19.3%)
	CoPyr
	(MLCT)

	
	
	
	H-1 L+12
	(22.7%)
	CoPyr
	(MLCT)

	
	
	
	H-1 L+9
	(49.7%)
	CoPyr
	(MLCT)

	
	
	
	H L+33
	(42.6%)
	Co (Benz)
	(ML’CT)

	
	
	
	H L+31
	(38.8%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H L+42
	(63.5%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H L+40
	(26.2%)
	CoPyr
	(MLCT)

	
	
	
	H-5 L+3
	(26.6%)
	CoPyr
	(MLCT)

	
	
	
	H-3 L+4
	(24.8%)
	CoPyr
	(MLCT)

	
	
	
	H-30 L
	(20.9%)
	 (Benz)/ (Benz) Co
	(L’MCT)/ (L’’MCT)

	
	
	
	H-1 L+5
	(36.9%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-29 L
	(39.6%)
	(Benz)/ (Benz) Co
	(L’MCT)/ (L’’MCT)

	
	
	
	H-22 L
	(82.8%)
	Pyr Co
	(LMCT)

	
	
	
	H-5 L+2
	(32.1%)
	CoPyr
	(MLCT)

	
	
	
	H-9 L
	(52.8%)
	(Benz) Co
	(L’MCT)

	281
	6.839
	0.209
	H-4L+2
	(39.5%)
	Co Pyr
	(MLCT)

	
	
	
	H-3L+1
	(35.1%)
	Co Pyr
	(MLCT)

	
	
	
	H L+27
	(31.2%)
	CoPyr
	(MLCT)

	
	
	
	H-26 L
	(63.0%)
	(Benz)/ (Benz) Co
	(L’MCT)/ (L’’MCT)

	
	
	
	H-1 L+3
	(35.8%)
	CoPyr
	(MLCT)

	
	
	
	H L+25
	(49.7%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H L+28
	(32.5%)
	Co(Benz)
	(ML’CT)

	298
	6.519
	0.034
	H-1 L+2
	(50.8%)
	CoPyr
	(MLCT)

	
	
	
	H-2 L+1
	(42.0%)
	CoPyr
	(MLCT)

	
	
	
	H L+24
	(52.5%)
	CoPyr
	(MLCT)

	
	
	
	H L+27
	(32.5%)
	CoPyr
	(MLCT)

	
	
	
	H L+22
	(71.8%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-11 L
	(46.2%)
	(Benz) Co
	(L’’MCT)

	317
	6.180
	0.094
	H-18L
	(31.9%)
	(()Benz)Co
	(L’MCT)

	
	
	
	H-15 L
	(60.1%)
	(Benz) Co
	(L’MCT)

	
	
	
	H-17 L
	(28.9%)
	(Benz) Co
	(L’’MCT)

	
	
	
	H-18 L
	(68.8%)
	(Benz) Co
	(L’MCT)

	340
	4.969
	0.008
	H L+17
	(99.4%)
	Co (Benz)
	(ML’CT)

	
	
	
	H L+16
	(92.4%)
	CoPyr
	(MLCT)

	365
	6.210
	0.027
	H-19 L
	(80.8%)
	 (Benz) Co
	(L’’MCT)

	
	
	
	H L+13
	(75.5%)
	CoPyr
	(MLCT)

	
	
	
	H L+7
	(99.2%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H L+7
	(90.8%)
	Co(Benz)
	(ML’CT)

	
	
	
	H-4 L+19
	(36.1%)
	Co Co
	(MC)

	505
	4.397
	0.004
	H L+12
	(98.1%)
	CoPyr
	(MLCT)

	
	
	
	H L+11
	(97.0%)
	CoPyr
	(MLCT)

	
	
	
	H L+9
	(83.0%)
	CoPyr
	(MLCT)

	
	
	
	H-1 L+19
	(37.6%)
	Co Co
	(MC)

	586
	4.095
	0.005
	H L+6
	(81.0%)
	Co(Benz)
	(ML’’CT)

	688
	5.450
	0.0002
	H-6 L
	(42.9%)
	Co Co
	(MC)

	
	
	
	H-5 L
	(50.1%)
	Co  Co
	(MC)

	
	
	
	H L+4
	(34.5%)
	CoPyr
	(MLCT)

	823
	3.652
	0.001
	H L+3
	(64.2%)
	CoPyr
	(MLCT)

	B3LYP

	282
	4.823
	0.172
	H L+33
	(82.8%)
	Co (Benz) 
	(ML’CT)

	
	
	
	H-4 L+6
	(58.3%)
	Co (Benz)
	(ML’’CT)

	286
	4.979
	0.247
	H-4L+6
	(58.3%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-4L+10
	(14.3%)
	Co Pyr
	(MLCT)

	
	
	
	H-3 L+5
	(84.9%)
	Co (Benz)
	(ML’’CT)

	
	
	
	H-6 L+4
	(55.0%)
	Co Pyr  
	(MLCT)

	
	
	
	H L+27
	(55.0%)
	Co Pyr  
	(MLCT)

	
	
	
	H L+25
	(55.0%)
	Co (Benz) / (Benz)
	(ML’CT) / (ML’’CT)

	
	
	
	H-17 L
	(76.2%)
	(Benz) Co     
	(L’’MCT)

	346
	4.416
	0.189
	H-3L+2
	(47.5%)
	Co Pyr
	(MLCT)

	
	
	
	H-4L+1
	(37.9%)
	Co Pyr
	(MLCT)

	
	
	
	H-6L+1
	(11.0%)
	Co Pyr
	(MLCT)

	
	
	
	H-13 L
	(83.1%)
	(Benz) Co         
	(L’MCT)

	
	
	
	H-1 L+3
	(69.0%)
	Co Pyr  
	(MLCT)

	380
	4.083
	0.030
	H-1 L+2
	(58.6%)
	Co Pyr  
	(MLCT)

	385
	4.077
	0.033
	H-12L
	(25.8%)
	(()Benz)Co
	(L’MCT)

	
	
	
	H-18L
	(65.9%)
	(Benz) Co
	(L’’MCT)

	
	
	
	H L+19
	(99.6%)
	Co Pyr / (Benz)       
	(MLCT) / (ML’CT)

	558
	5.208
	0.0002
	H-1 L+14
	(43.2%)
	Co Co
	(MC)

	
	
	
	H-1 L+13
	(38.0%)
	Co Co
	(MC)

	616
	2.642
	0.003
	H L+12
	(96.7%)
	Co Pyr  
	(MLCT)

	713
	3.726
	0.005
	H-5 L
	(50.6%)
	Co Co 
	(MC)

	SAOP

	326
	3.636
	0.078
	H-29 L
	(55.5%)
	(Benz)  Co
	(L’MCT)

	
	
	
	H-8 L+1
	(99.7%)
	(Benz)  / (Benz) Pyr  
	(L’’LCT) / (L’LCT)

	
	
	
	H-6 L+13
	(87.1%)
	Co  Pyr  
	(MLCT)

	
	
	
	H-4 L+13
	(58.0%)
	Co Pyr  
	(MLCT)

	
	
	
	H-6 L+9
	(65.5%)
	Co(Benz)
	(ML’’CT)      

	373
	3.304
	0.078
	H-6L+9
	18.8%
	Co(Benz)
	(ML’CT)  

	
	
	
	H-6L+8
	39.7%
	Co (()Benz) 
	(ML’’CT)

	
	
	
	H-3L+12
	13.8%
	Co Pyr 
	(MLCT)

	400
	3.074
	0.073
	H-23 L
	(42.9%)
	(Benz)  / (Benz) Co   
	(L’’MCT) / (L’MCT) 

	
	
	
	H-1 L+14
	(99.9%)
	Co Pyr  
	(MLCT)

	402
	3.085
	0.156
	H-1L+14
	(99.9%)
	Co Pyr 
	(MLCT)

	
	
	
	H-10 L
	(66.0%)
	(Benz)Co       
	(L’MCT)

	451
	2.364
	0.259
	H-10L
	(66.0%)
	(()Benz)Co
	(L’MCT)

	
	
	
	H-3L+3
	(21.7%)
	Co Pyr
	(MLCT)

	
	
	
	H-4 L+1
	(58.0%)
	Co Pyr  
	(MLCT)

	
	
	
	H L+18
	(99.7%)
	Co (Benz)  
	(ML’CT)

	
	
	
	H-2 L+4
	(93.4%)
	Co Pyr  
	(MLCT)

	
	
	
	H-1 L+5
	(61.2%)
	Co Co 
	(MC)

	
	
	
	H-14 L
	(98.6%)
	(Benz)Co  
	(L’MCT)

	536
	2.301
	0.002
	H-1 L+2
	(97.8%)
	Co Pyr  
	(MLCT)

	558
	2.167
	0.001
	H-7 L
	(90.9%)
	(Benz)Co       
	(L’’MCT)

	632
	1.947
	0.003
	H L+8
	(69.1%)
	Co (Benz)  
	(ML’CT)

	704
	1.374
	0.0001
	H-5 L
	(71.1%)
	Co Co 
	(MC)

	PBE0

	258
	5.596
	0.325
	H-5L+5
	(36.5%)
	Co(Benz)
	(ML’’CT)

	
	
	
	H-3 L+8
	(37.2%)
	Co Pyr  
	(MLCT)

	
	
	
	H L41
	(79.9%)
	Co (Benz)  
	(ML’CT)

	
	
	
	H-29 L
	(70.8%)
	(Benz) / (Benz)Co  
	(L’’MCT) / (L’MCT)  

	
	
	
	H-3 L+2
	(44.7%)
	Co Pyr  
	(MLCT)

	315
	5.003
	0.261
	H-3L+2
	(44.7%)
	Co Pyr
	(MLCT)

	
	
	
	H L+22
	(97.6%)
	Co (Benz)
	(ML’’CT)

	
	
	
	H-1 L+2
	(56.6%)
	Co Pyr 
	(MLCT)

	
	
	
	H-2 L+1
	(37.0%)
	Co Pyr 
	(MLCT)

	
	
	
	H-20 L
	(51.4%)
	(Benz)Co       
	(L’MCT)   

	347
	4.706
	0.093
	H-20L
	(51.4%)
	(()Benz)Co
	(L’MCT)  

	
	
	
	H-7L+5
	(34.7%)
	(()Benz)(Benz) 
	(L’L’’CT)

	369
	4.619
	0.032
	H-19 L
	(75.7%)
	(Benz)Co       
	(L’’MCT)           

	
	
	
	H L+19
	(88.9%)
	Co  Pyr  
	(MLCT)

	585
	2.909
	0.003
	H L+12
	(90.5%)
	Co Pyr  
	(MLCT)

	671
	2.642
	0.004
	H L+6
	(92.5%)
	Co (Benz)
	(ML’’CT)           

	738
	3.870
	0.0002
	H-7 L
	(55.6%)
	Co Co 
	(MC)

	PBE

	381
	3.245
	0.071
	H-4 L+18
	(99.4%)
	Co (Benz)  
	(ML’CT)

	409
	3.032
	0.072
	H-3L+16
	(91.8%)
	Co(Benz)
	(ML’’CT)

	469
	2.634
	0.136
	H-6 L+7
	(39.7%)
	Co (Benz)
	(ML’’CT)

	
	
	
	H-4 L+12
	(35.9%)
	Co (Benz)
	(ML’’CT)

	
	
	
	H-5 L+8
	(18.6%)
	Co (Benz)
	(ML’’CT)

	472
	2.623
	0.119
	H-1 L+16
	(99.6%)
	Co (Benz)
	(ML’’CT)

	479
	2.582
	0.157
	H-3L+14
	(98.4%)
	Co Pyr
	(MLCT)

	
	
	
	H-4 L+9
	(81.7%)
	Co (Benz)  
	(ML’CT)

	
	
	
	H-3 L+11
	(94.5%)
	Co (Benz)  
	(ML’CT)

	
	
	
	H-3 L+7
	(98.4%)
	Co (Benz)
	(ML’’CT)

	536
	2.307
	0.255
	H-5 L+6
	(64.7%)
	Co Pyr                       
	(MLCT)

	
	
	
	H-5 L+4
	(25.3%)
	Co Pyr                       
	(MLCT)

	
	
	
	H-4 L+6
	(61.9%)
	Co Pyr                        
	(MLCT)

	
	
	
	H-2 L+13
	(94.9%)
	Co Pyr  
	(MLCT)

	569
	2.170
	0.279
	H-7L
	(49.2%)
	(Benz)/(()Benz)Co
	(L’’MCT) / (L’MCT)

	
	
	
	HL+3
	(19.7%)
	CoCo
	(MC)

	
	
	
	H-1 L+14
	(90.7%)
	Co Pyr  
	(MLCT)

	
	
	
	H-2 L+9
	(97.3%)
	Co (Benz)  
	(MLCT)

	
	
	
	H-3 L+4
	(58.1%)
	Co Co 
	(MC)

	
	
	
	H-3 L+4
	(34.4%)
	Co Co 
	(MC)

	631
	1.960
	0.005
	H-1 L+7
	(99.2%)
	Co (Benz)
	(ML’’CT)

	
	
	
	H-4 L+1
	(83.2%)
	Co  Pyr  
	(MLCT)

	680
	1.759
	0.003
	H-2 L+6
	(77.7%)
	Co  Pyr  
	(MLCT)

	760
	1.587
	0.001
	H-1 L+4
	(58.2%)
	Co Co 
	(MC)

	
	2.634
	0.001
	H-4 L+12
	(35.9%)
	Co Pyr  
	(MLCT)

	781
	1.564
	0.007
	H L+9
	(73.4%)
	Co (Benz)  
	(ML’CT)

	852
	1.434
	0.011
	H-1 L+2
	(45.5%)
	Co Pyr                       
	(MLCT)

	
	
	
	H L+3
	(43.0%)
	Co Co 
	(MC)
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